Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.002 Å; R factor = 0.044; wR factor = 0.121; data-to-parameter ratio = 22.4.
The asymmetric unit of the title compound, C 20 H 15 N, comprises two crystallographically independent molecules (A and B). In each molecule, the N atom adopts an approximately trigonal planar geometry, lying 0.009 (1) or 0.003 (1) Å from the plane defined by the C atoms of the aromatic substituents to which it is attached. In the crystal, molecules are linked via C-HÁ Á Á interactions, forming a three-dimensional structure. Mo K radiation = 0.07 mm À1 T = 100 K 0.10 Â 0.10 Â 0.10 mm
Related literature

Data collection
Bruker APEXII CCD diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 1996) T min = 0.993, T max = 0.999 29115 measured reflections 8489 independent reflections 8095 reflections with I > 2(I) R int = 0.103 Refinement R[F 2 > 2(F 2 )] = 0.044 wR(F 2 ) = 0.121 S = 1.02 8489 reflections 379 parameters 1 restraint H-atom parameters constrained Á max = 0.52 e Å À3 Á min = À0.30 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Cg1, Cg3, Cg4, Cg5 and Cg6 are the centroids of the C1-C6, C15-C21, C21-C26, C29-C34 and C35-C40 rings, respectively. Symmetry codes: (i) Àx þ 2; Ày; z þ 1 2 ; (ii) Àx þ 5 2 ; y; z À 1 2 ; (iii) Àx þ 3 2 ; y; z À 1 2 ; (iv) Àx þ 3 2 ; y; z þ 1 2 .
Data collection: APEX2 (Bruker, 2001); cell refinement: SAINT (Bruker, 2001); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: SHELXTL (Sheldrick, 2008); software used to prepare material for publication: SHELXTL.
Figure 1
The molecular structure of the two independent molecules (A and B) of the title compound, with atom labelling. The displacement ellipsoids are drawn at the 30% probability level. 
4-Ethynyl-N,N-diphenylaniline
Special details
Geometry. Bond distances, angles etc. have been calculated using the rounded fractional coordinates. All su's are estimated from the variances of the (full) variance-covariance matrix. The cell esds are taken into account in the estimation of distances, angles and torsion angles Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
1.16134 (13) 0.02747 (7) 0.44568 (6) 0.0195 (3) C8 1.19981 (16) −0.00400 (9) 0.49830 (7) 0.0265 (3) C9 1.07362 (11) 0.19681 (7) 0.14450 (6) (7) 0.0216 (3) C34 1.05057 (13) 0.29914 (7) 0.38670 (7) 0.0187 (3) C35 0.73086 (11) 0.29881 (7) 0.39602 (6) 0.0155 (3) C36 0.66127 (13) 0.23020 (7) 0.42044 (6) 0.0178 (3) C37 0.56952 (13) 0.18673 (7) 0.37672 (7) 0.0216 (3) C38 0.54757 (13) 0.21097 (8) 0.30816 (7) 0.0221 (3) C39 0.61849 (13) 0.27850 (8) 0.28360 (7) 0.0224 (3) C40 0.70958 (13) 0.32294 (7) 0.32706 (7) 0.0197 (3) 0.0187 (5) 0.0241 (6) 0.0221 (6) 0.0035 (4) −0.0012 (4) −0.0059 (4) C34 0.0195 (5) 0.0155 (5) 0.0212 (5) 0.0010 (4) −0.0011 (4) −0.0039 (4) C35 0.0133 (4) 0.0158 (5) 0.0173 (5) −0.0024 (4) −0.0004 (4) −0.0030 (4) C36 0.0178 (4) 0.0175 (5) 0.0182 (5) −0.0029 (4) 0.0008 (4) −0.0012 (4) C37 0.0163 (4) 0.0206 (5) 0.0278 (6) −0.0059 (4) 0.0031 (4) −0.0064 (5) C38 0.0139 (4) 0.0279 (6) 0.0246 (6) −0.0021 (4) −0.0017 (4) −0.0103 (5) C39 0.0208 (5) 0.0287 (6) 0.0176 (5) 0.0009 (4) −0.0026 (4) −0.0027 (5) C40 0.0201 (5) 0.0206 (5) 0.0185 (5) −0.0021 (4) −0.0003 (4) 0.0000 (4) Geometric parameters (Å, º) C1-N1-C9 119.47 (9) C20-C19-H19 120.00 C1-N1-C15 122.22 (9) C15-C20-H20 120.00 C9-N1-C15
118.30 (9) C19-C20-H20 120.00 C21-N2-C29 122.84 (9) N2-C21-C22 119.97 (10) C21-N2-C35 119.27 (9) N2-C21-C26 121.64 (10) C29-N2-C35 117.89 (9) C22-C21-C26 118.39 (10) N1-C1-C2 121.02 (9) C21-C22-C23 120.71 (10) N1-C1-C6 120.38 (10) C22-C23-C24 120.93 (10) C2-C1-C6 118.60 (10) C23-C24-C25 118.15 (10) C1-C2-C3 120.71 (9) C23-C24-C27 120.53 (11) C2-C3-C4 120.75 (10) C25-C24-C27 121.28 (11) C12-C13-C14 120.18 (12) N2-C35-C40 119.84 (10) C9-C14-C13 119.88 (11) C36-C35-C40 119.75 (10) C16-C15-C20 119.20 (10) C35-C36-C37 120.01 (11) N1-C15-C16 120.88 (10) C36-C37-C38 120.29 (11) N1-C15-C20 119.91 (9) C37-C38-C39 119.69 (12) C15-C16-C17 120.07 (10) C38-C39-C40 120.56 (12) C16-C17-C18 120.84 (10) C35-C40-C39 119.70 (11) C17-C18-C19
118.78 (10) C21-C22-H22 120.00 C18-C19-C20 121.09 (11) C23-C22-H22 120.00 C15-C20-C19 120.01 (10) C22-C23-H23 120.00 C1-C2-H2 120.00 C24-C23-H23 120.00 C3-C2-H2 120.00 C24-C25-H25 120.00 C4-C3-H3 120.00 C26-C25-H25 119.00 C2-C3-H3 120.00 C21-C26-H26 120.00 C4-C5-H5 120.00 C25-C26-H26 120.00 C6-C5-H5 120.00 C27-C28-H28 180.00 C1-C6-H6 120.00 C29-C30-H30 120.00 C5-C6-H6 120.00 C31-C30-H30 120.00 C7-C8-H8 180.00 C30-C31-H31 120.00 C11-C10-H10 120.00 C32-C31-H31 120.00 C9-C10-H10 120.00 C31-C32-H32 120.00 C10-C11-H11 120.00 C33-C32-H32 120.00 C12-C11-H11 120.00 C32-C33-H33 120.00 C11-C12-H12 120.00 C34-C33-H33 120.00 C13-C12-H12 120.00 C29-C34-H34 120.00 C14-C13-H13 120.00 C33-C34-H34 120.00 C12-C13-H13 120.00 C35-C36-H36 120.00 C13-C14-H14 120.00 C37-C36-H36 120.00 C9-C14-H14 120.00 C36-C37-H37 120.00 C15-C16-H16 120.00 C38-C37-H37 120.00 C17-C16-H16 120.00 C37-C38-H38 120.00 C16-C17-H17 120.00 C39-C38-H38 120.00 C18-C17-H17 120.00 C38-C39-H39 120.00 C19-C18-H18 121.00 C40-C39-H39 120.00 C17-C18-H18 121.00 C35-C40-H40 120.00 C18-C19-H19 119.00 C39-C40-H40 120.00
Hydrogen-bond geometry (Å, º)
Cg1, Cg3, Cg4, Cg5 and Cg6 are the centroids of the C1-C6, C15-C21, C21-C26, C29-C34 and C35-C40 rings, respectively. Symmetry codes: (i) −x+2, −y, z+1/2; (ii) −x+5/2, y, z−1/2; (iii) −x+3/2, y, z−1/2; (iv) −x+3/2, y, z+1/2.
